Key indicators: single-crystal X-ray study; T = 150 K; mean (C-C) = 0.014 Å; R factor = 0.061; wR factor = 0.119; data-to-parameter ratio = 14.0.
The molecule of the title compound, C 13 H 12 BrN 3 O 4 , is nonplanar, as indicated in the dihedral angle of 59.5 (4) formed between the least-squares planes through the imidazole and benzene rings. In the crystal, molecules are connected via C-HÁ Á ÁO contacts, forming a supramolecular chain.
Related literature
For potential pharmacological uses of benzoic acid derivatives, see: Correa-Basurto et al. (2005) ; Jetten et al. (1987) ; Kelly et al. (2007) ; Sato et al. (2005) . For a related structure, see : Wang et al. (2008) .
Experimental
Crystal data 
Data collection
Bruker SMART APEX CCD areadetector diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) T min = 0.589, T max = 0.916 5456 measured reflections 2680 independent reflections 1636 reflections with I > 2(I) R int = 0.087 Table 1 Hydrogen-bond geometry (Å , ). (Jetten et al. 1987) . It has been reported that synthesized benzoic acid derivatives of the amide-and chalcone-series show inhibitory activity of squamous cell differentiation of rabbit traeheal epithelial cell but induce differentiation of mouse embryonal carcinoma F9 and human promyelocytic leukemia HL60 cells (Correa-Basurto et al., 2005) . p-Aminobenzoic acid derivatives were evaluated as acetylcholinesterase inhibitors (AChEIs) (Sato et al., 2005) . Benzoic acid derivatives have also been found to exhibit cytotoxic effects on the MDA-MB-435-S-F breast cancer cell line (Kelly et al., 2007) .
In the crystal structure of the title compound (I), Fig. 1 , the key C=O and C-N bond distances are in agreement with those observed in the related structure of imidazolmethyl phthalimide (Wang et al., 2008) .
Experimental
Metronidazole (5 g, 29.23 mmol) was added to 3-bromobenzoic acid (7.64 g, 38.01 mmol) dissolved in anhydrous CH 2 Cl 2 (10 ml). Then 4-dimethylaminopyridine (0.15 equiv.) and dicyclohexylcarbodiimide (1.25 equiv) were added, and the resulting solution stirred. After 12 h, the solvent was evaporated under reduced pressure. The crude reaction mixture was subjected to flash column chromatography over silica gel, successively eluting with n-hexane-ethyl acetate (3:7) which afforded (I) in 70% yield. Colorless crystals were obtained from the slow evaporation of a CH 2 Cl 2 solution of (I).
Refinement
H atoms were placed in calculated positions, C-H = 0.95-0.99 Å, and included in the riding model approximation with U iso set to 1.5U eq (C) for methyl-H atoms and 1.2U eq (C) for remaining H atoms. 
